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Scalable inhibitors of the Nsp3-Nsp4 coupling in SARS-CoV-2  
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Drugs on Nsp4 Drugs on Nsp4 with Nsp3 Dendrons on Nsp4

E (kcal/mol) RMSD (Å) E drugs on nsp4 (kcal/mol) E Nsp3 on Nsp4 (kcal/mol) RMSD drugs (Å) E (kcal/mol) RMSD (Å)

d1 -24.42 0.52 -20.53 -191.13 6.09 -72.9 8.94

d2 -19.71 1.81 -48.22 -211.64 5.53 -70.18 11.74

d3 -52.62 1.17 -34.85 -137.05 5.64 -227.24 10.45

d4 -16.27 7.95 -19.44 -110.14 5.87 -29.06 10.99

d5 -16.98 1.44 -20.68 -195.05 7.6 -60.82 14.24

E (kcal/mol) RMSD (Å)

Nsp3 on Nsp4 -244.14 3.71

Peptide on Nsp4 -201.89 2.53

Dendron peptide on Nsp4 -141.53 15.72


